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Synthetic procedures. The desired starting materials were prepared by esterification of 4-methylbenzoic acid, followed by treatment with hydrazine hydrate in absolute ethanol. Intermediate 1 was prepared by the condensation of 4-methylbenzohydrazide and 4-fluorobenzaldehyde in an ethanol solution.
Intermediates 2-4 were synthesized according to our previously reported procedure. 
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Mode validation by Ramachandran plot. The stereochemical quality of the homology mode was evaluated by Ramachandran plot using PROCHECK approach. 3 In the BcCYP51 mode, 99.5% residues were located in the allowed regions, and only 0.5% residues (Val61 and Val135) were located in the disallowed regions. Figure S1 . The Ramachandran plot of BcCYP51. 
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